Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.034; wR factor = 0.090; data-to-parameter ratio = 18.0.
Related literature
Refinement R[F 2 > 2(F 2 )] = 0.034 wR(F 2 ) = 0.090 S = 0.98 5553 reflections 308 parameters H-atom parameters constrained Á max = 0.40 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz; (ii) x À 1; y þ 1; z; (iii) Àx þ 1; Ày; Àz þ 1.
Data collection: CrystalClear (Rigaku/MSC, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
3-[3-
Methyl-4-(3-nitrobenzylideneamino)-5-sulfanylidene-4,5-dihydro-1H-1,2,4-triazol-1-yl]-1,3diphenylpropan-1-one Y. Gao and Y. Dong
Comment
In continuation of structural study of Mannich bases derivatives synthesized by reactions of the amino heterocycles and aromatic aldehydes in our group (Wang et al., 2011) , we present here the crystal structure of the title compound, (I).
The bond lengths and angles in (I) ( Fig. 1 ) are normal and comparable with those reported for the related 1,2,4-triazole-5(4H)-thione derivatives (Al-Tamimi et al., 2010; Fun et al. (2009); Tan et al. (2010); Wang et al., 2011; ) . The C1 and C2 atoms in the 1,2,4-triazole ring show distorted C sp 2 hybridization states with the bond angles of 102.22 (9)° (N1-C1-N3), 129.64 (9)° (N3-C1-S1), 110.56 (10)° (N2-C2-N3) and 126.08 (11) ° (N2-C2-C25), which are in a good agreement with the literature (Zhao et al., 2010; Gao et al., 2011) . The 1,2,4-triazole ring makes the dihedral angles of 102.4 (2), 61.4 (2) and 21.4 (2)° with phenyl rings (C6-C11 and C12-C17) and nitrophenyl ring (C19-C24), respectively.
In the crystal structure, weak intermolecular C-H···O hydrogen bonds (Table 1 ) and π-π interactions between the benzene rings from the neighbouring molecules with the centroid-centroid distance of 3.571 (3) Å consolidate the crystal packing.
Experimental
The title compound was synthesized by the reaction of 3-nitrobenzaldehyde (2.0 mmol) and 3-(4-amino-3-methyl-5-thioxo-4,5-dihydro-1H-1,2,4-triazol-1-yl)-1,3-diphenylpropan-1-one(2.0 mmol) by refluxing in ethnol. The reaction progress was monitored via TLC. The resulting precipitate was filtered off, washed with cold ethanol, dried and purified to give the target product as colourless solid in 75% yield. Crystals of (I) suitable for single-crystal X-ray analysis were grown by slow evaporation of a solution in chloroform-ethanol (1:1).
Refinement
H atoms were positioned geometrically and refined as riding (C-H = 0.95-1.00 Å) and allowed to ride on their parent atoms, with U iso (H) = 1.2-1.5 U eq of the parent atom. supplementary materials
Hall symbol: -P 1 Mo Kα radiation, λ = 0.71073 Å a = 9.0991 (10) Å Cell parameters from 4043 reflections b = 11.8026 (15) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.02806 (4) 0.24483 (3) 0.15884 (3) 0.02334 (9) O1 0.13544 (9) 0.55093 (8) 0.09394 (7) 0.0220 (2) 0.0162 (5) 0.0169 (5) 0.0133 (5) 0.0032 (4) −0.0047 (4) −0.0063 (4) N2 0.0187 (5) 0.0214 (5) 0.0154 (5) 0.0043 (4) −0.0063 (4) −0.0078 (4) N3 0.0170 (5) 0.0156 (5) 0.0175 (5) 0.0048 (4) −0.0072 (4) −0.0053 (4) N4 0.0190 (5) 0.0164 (5) 0.0241 (5) 0.0052 (4) −0.0110 (4) −0.0040 (4) N5 0.0257 (6) 0.0334 (7) 0.0388 (7) 0.0122 (5) −0.0128 (5) −0.0160 (6) C1 0.0159 (6) 0.0157 (6) 0.0179 (6) 0.0013 (4) −0.0055 (5) −0.0043 (5) C2 0.0160 (6) 0.0206 (6) 0.0186 (6) 0.0029 (5) −0.0051 (5) −0.0078 (5) C3 0.0162 (6) 0.0178 (6) 0.0137 (6) 0.0040 (4) −0.0059 (5) −0.0049 (5) C4 0.0182 (6) 0.0174 (6) 0.0163 (6) 0.0040 (5) −0.0047 (5) −0.0052 (5) C5 0.0201 (6) 0.0204 (6) 0.0124 (6) 0.0014 (5) −0.0062 (5) −0.0035 (5) C6 0.0259 (7) 0.0223 (6) 0.0132 (6) −0.0024 (5) −0.0068 (5) −0.0043 (5) C7 0.0267 (7) 0.0344 (8) 0.0279 (7) −0.0040 (6) −0.0062 (6) −0.0125 (6) C8 0.0338 (8) 0.0462 (10) 0.0393 (9) −0.0160 (7) −0.0080 (7) −0.0136 (7) C9 0.0554 (10) 0.0269 (8) 0.0357 (8) −0.0141 (7) −0.0163 (7) −0.0070 (7) C10 0.0503 (9) 0.0218 (7) 0.0277 (7) −0.0012 (6) −0.0167 (7) −0.0052 (6) C11 0.0330 (7) 0.0209 (7) 0.0220 (7) 0.0007 (5) −0.0110 (6) −0.0050 (5) C12 0.0165 (6) 0.0144 (6) 0.0172 (6) 0.0031 (4) −0.0065 (5) −0.0025 (5) C13 0.0198 (6) 0.0227 (6) 0.0212 (6) 0.0040 (5) −0.0075 (5) −0.0082 (5) supplementary materials sup-5 C14 0.0192 (6) 0.0260 (7) 0.0223 (7) 0.0061 (5) −0.0034 (5) −0.0063 (6) C15 0.0155 (6) 0.0282 (7) 0.0287 (7) 0.0017 (5) −0.0071 (5) −0.0033 (6) C16 0.0244 (7) 0.0333 (8) 0.0301 (7) −0.0019 (6) −0.0128 (6) −0.0111 (6) C17 0.0220 (6) 0.0259 (7) 0.0221 (6) 0.0015 (5) −0.0068 (5) −0.0096 (6) C18 0.0233 (7) 0.0250 (7) 0.0223 (7) 0.0071 (5) −0.0092 (5) −0.0072 (6) C19 0.0194 (6) 0.0179 (6) 0.0273 (7) 0.0037 (5) −0.0103 (5) −0.0076 (5) C20 0.0231 (7) 0.0271 (7) 0.0259 (7) 0.0067 (5) −0.0108 (5) −0.0103 (6) C21 0.0195 (6) 0.0205 (6) 0.0320 (7) 0.0049 (5) −0.0091 (5) −0.0122 (6) C22 0.0201 (6) 0.0161 (6) 0.0346 (7) 0.0027 (5) −0.0125 (5) −0.0044 (6) C23 0.0241 (7) 0.0216 (7) 0.0256 (7) 0.0006 (5) −0.0086 (5) −0.0019 (6) C24 0.0205 (6) 0.0202 (6) 0.0273 (7) 0.0029 (5) −0.0071 (5) −0.0076 (6) C25 0.0315 (7) 0.0312 (7) 0.0220 (7) 0.0127 (6) −0.0133 (6) −0.0117 (6) Geometric parameters (Å, °) S1-C1 1.6656 (12) C10-C11 1.3870 (18) supplementary materials sup-8 Fig. 1 
